Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.063; wR factor = 0.177; data-to-parameter ratio = 16.0.
The title molecule, C 9 H 9 N 3 O 4 , syhthesized from 1H-pyrazole-3,5-dicarboxylic acid and 2-bromoacetonitrile, is approximately planar; the interplanar angles between the pyrazole ring and the mean planes of the two carboxylate units and the cyanomethyl unit are 4.49 (10), 5.56 (9) and 5. 03 (19) , respectively. In the crystal, inversion dimers linked by pairs of weak C-H Á Á ÁO bonds occur, and the packing is further stabilized by aromatic -stacking [centroid-centroid separation = 3.793 (4) Å ].
Related literature
For details of the preparation of nitrile compounds, see: Lee et al.(1989) ; Chambers et al. (1985) . For the chemistry of pyrazole-related compounds, see : Radl et al. (2000) ; Dai et al. (2008) ; Fu et al. (2007) ; Xiao et al. (2008) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Ferguson, 1999) .
Pyrazole-related molecules have attracted considerable attention due to their biological activities (Lee et al., 1989; Chambers et al., 1985) . In addition, the nitrile derivatives are important materials in the synthesis of some heterocyclic molecules (Radl et al., 2000) . We have reported many nitrile compounds (Dai et al., 2008; Fu et al., 2007; Xiao et al., 2008) . Here we report another nitrile compound, which was prepared from 1H-pyrazole-3,5-dicarboxylate and 2-bromoacetonitrile.
The title molecule, C 9 H 9 N 3 O 4 , syhthesized from 1H-pyrazole-3,5-dicarboxylate and 2-bromoacetonitrile, is nearly planar; the interplanar angles between the pyrazole ring and the mean planes of the carboxlate units and the acetonitrile unit are 4.49 (10), 5.56 (9) and 5.03 (19) respectively. No classical hydrogen bonds were found, but the weak hydrogen bond C2-H2 ···O3 (Table 1) connects molecule into a linear chain, and the structure is stablized by π-π stacking interactions [3.793 (4) Å] between the neighbouring pyrazole rings. (Table 2) .
Experimental 1H-pyrazole-3,5-dicarboxylic acid dimethyl ester (0.185 mg, 1 mmol) and 2-bromoacetonitrile (0.119 mg,1 mmol) were dissolved in acetone in the presence of K 2 CO 3 (0.138 mg,1 mmol) and heated to reflux for 1 day. After the mixture was cooled to room temperature, the solution was filtered and the solvents removed in vacuum to afford a white precipitate of the title compound. Colourless crystals suitable for X-ray diffraction were obtained from a solution of 100 mg in 15 ml diethylether by slow evaporation after 7 days.
Refinement
Positional parameters of all the H atoms were calculated geometrically and were allowed to ride on the C atoms to which they are bonded, with C-H = 0.93 Å (aromatic), 0.97 Å (methylene) or 0.96 Å (methyl) with U iso (H) = 1.2U eq (Caromatic, Cmethylene) or U iso (H) = 1.5U eq (Cmethyl). Figures   Fig. 1 . The molecular structure of the title compound with the displacement ellipsoids drawn at the 30% probability level.
supplementary materials sup-2 Symmetry codes: (i) 1-x, 1-y, 2-z. Cg1 is the centroid of ring N1, N2, C1, C2, C3. α is the dihedral angle between the planes τ is the angle subtended by the plane normal to the centroid-centroid vector.
